Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.046; wR factor = 0.130; data-to-parameter ratio = 15.9.
Related literature
For the crystal structure of 2,3-dihydroxybenzaldehyde, see: Ng (2005) . For applications of Shiff base ligands based on 2,3dihydroxybenzaldehyde, see: Albrecht et al. Triclinic, P1 a = 9.3113 (9) Å b = 10.6511 (10) Å c = 15.3962 (15) Å = 95.242 (2) = 103.085 (2) = 95.492 (2) V = 1470.4 (2) Å 3 Z = 4 Mo K radiation = 0.08 mm À1 T = 100 K 0.70 Â 0.16 Â 0.16 mm
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2008) T min = 0.948, T max = 0.988 8903 measured reflections 5740 independent reflections 4411 reflections with I > 2(I) R int = 0.018 Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.130 S = 1.06 5740 reflections 361 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.25 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2008); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL.
Comment
2,3-Dihydroxybenzaldehyde is well known building-block for preparing Schiff-base ligands containining catechol fragment. These ligands are used for the synthesis of polynuclear metal complexes (Belmonte et al., 2012 ), supramolecular compounds (Albrecht et al., 2004 and catalysts (Furutachi et al., 2010) . Here we report the crystal structure of the title compound (I).
The asymmetric unit of (I) contains two independent molecules ( Fig. 1 ) with non-typical arrangement of tert-butyl groups (orto-and para-despite meta-position relative to CHO-group). All bond lengths and angles in (I) are normal and correspond to those observed in the related 2,3-dihydroxybenzaldehyde (Ng, 2005) . The structure shows two types of O -H···O hydrogen bonds (Table 1) -intra-and intermolecular ones.
In the crystal, intermolecular O-H···O hydrogen bonds link alternating independent molecules into chains running in [010] (Fig. 1 ).
Experimental
4,6-Di-tert-butyl-2,3-dihydroxybenzaldehyde was synthesized by following scheme (Fig. 2) .
1,2-Bis(benzyloxy)-3,5-di-tert-butylbenzene (1). Mixture of 3,5-di-tert-butyl-catechol (22.2 g, 0.1 mol), benzyl chloride (23.0 ml, 0.2 mol) and K 2 CO 3 (27.6 g, 0.2 mol) in DMF (100 ml) was heated at 90°C for 24 h under argon atmosphere.
After cooling, water (300 ml) was added to reaction mixture and the product was extracted by hexane (3*200 ml). Extract was dried by Na 2 SO 4 . The solvent was evaporated and the product was dried under vacuum. The yield was 39.4 g (98%). m.p.=86-87°C dH (200 MHz CDCl 3 ) 7.48-7.28 (m, 10H, 2Ph), 7.02 (d, 1H, C ar -H, J HH =2.2 Hz), 6.95 (d, 1H, C ar -H, J HH =2.2 Hz), 5.16 (s, 2H, CH 2 Ph), 5.11 (s, 2H, CH 2 Ph), 1.43 and 1.32 (s, both 9H, t-Bu). dC (50 MHz CDCl 3 ) 151. 85, 145.71, 145.46, 142.73, 138.57, 137.33, 128.45, 128.22, 127.83, 127.79, 127.58, 127.33, 116.55, 110.78, 73.50, 71.44, 35.48, 34.80, 31.56, 30.87. 2,3-bis(benzyloxy)-4,6-di-tert-butylbenzaldehyde (2). The compound 1 (20.1 g, 0.05 mol) was dissolved in THF (200 ml), and the solution was cooled to -78°C. TMEDA (7.5 ml, 0.05 mol) and BuLi in hexane (160 ml 0.6 M, 0.1 mol) were added to the mixture. It was stirred for 3 h and DMF (7.7 ml, 0.1 mol) was added. Mixture was stirred at -78°C for 3 h and then was warmed to room temperature, and stirring was continued overnight. The resulting mixture was diluted by water (300 ml) and neutralized by conc. HCl. The mixture of 1 and 2 was extracted by hexane (3*200 ml). The solvent was evaporated and the crude product was purified by column chromatography on silica gel (eluent hexane:ethyl acetate 40:1, second fraction). The yield was 15.3 g (71%). m.p.=84-85°C. dH (200 MHz CDCl 3 ) 10.53 (s, 1H, CHO), 7.51-7.31 (m, 11H, 2Ph and C ar -H), 5.21 (s, 2H, CH 2 Ph), 4.98 (s, 2H, CH 2 Ph), 1.45 and 1.36 (s, both 9H, t-Bu). dC (50 MHz CDCl 3 ) 196. 65, 151.76, 149.07, 146.09, 144.31, 137.89, 136.49, 132.26, 128.88, 128.41, 128.36,128.22, 127.56, 127.16, 120.83, 75.85, 73.69, 36.13, 35.86, 32.02, 30.53. supplementary materials sup-2 Acta Cryst. (2013) . E69, o1565 4,6-Di-tert-butyl-2,3-dihydroxybenzaldehyde (3). 0.1 M solution of BCl 3 in CH 2 Cl 2 (60 ml) was added with cooling (0°C) to 2 (12.9 g, 0.03 mol) in CH 2 Cl 2 (30 ml). Reaction mixture was stirred for 24 h. Water (50 ml) was added to the mixture, and stirring was continued for 24 h. Product was extracted by CH 2 Cl 2 and washed by water (4*50 ml). Extract was dried by Na 2 SO 4 and the solvent was evaporated. 3 was recrystallized from methanol (50 ml). Yellow crystalline (6.4 g, 85%). m.p.=115-116°C. nmax (nujol) 3620.86 (nar.), 3529-3240 (br.), 1624 (C=O)cm-1. dH (200 MHz CDCl 3 ) 12.92 (s, 1H, OH), 10.71 (s, 1H, CHO), 6.88 (s, 1H, C ar -H), 5.99 (s, 1H, OH), 1.42 and 1.49 (s, both 9H, t-Bu). dC (50 MHz CDCl 3 ) 196. 58, 151.93, 143.24, 141.77, 141.73, 115.99 (C-H), 115.19, 35.75, 35.72, 33.76, 29 .00. Anal. Calcd for C15H22O3: C 71.97, H 8.86. Found: C 71.89, H 8.90.
Refinement
C-bound H atoms, excluding H7A and H7B, were placed in calculated positions and were refined in the riding model.
The rest H atoms were located on a difference map and were refined isotropically. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1A 0.13058 (9) −0.38259 (6) 0.24551 (5) 0.0316 (2) (7) 0.0226 (2) C2A 0.16112 (11) −0.17213 (9) 0.20646 (7) 0.0216 (2) C3A 0.18605 (10) −0.03905 (9) 0.22842 (7) 0.0214 (2) C4A 0.21238 (11) 0.01227 (9) 0.32024 (7) 0.0223 (2) C5A 0.20502 (11) −0.07376 (9) 0.38215 (7) 0.0229 (2) 
